This Page Is Inserted by IFW Operations 
and is not a part of the Official Record 

BEST AVAILABLE IMAGES 

Defective images within this document are accurate representations of 
the original documents submitted by the appHcant. 

Defects in the images may include (but are not hmited to): 

• BLACK BORDERS 

• TEXT CUT OFF AT TOP, BOTTOM OR SIDES 

• FADED TEXT 

• ILLEGIBLE TEXT 

• SKEWED/SLANTED EMAGES 

• COLORED PHOTOS 

• BLACK OR VERY BLACK AND WHITE DARK PHOTOS 

• GRAY SCALE DOCUMENTS 

IMAGES ARE BEST AVAILABLE COPY. 



As rescanning documents will not correct images, 
please do not report the images to the 
Image Problem Mailbox. 
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Spectral Data 
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Segmentation into Bins 22 



Segmented Spectral Data 
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Auto-scaling 26 



Auto-scaled, segmented spectral data that equalizes the importance of inherently 
weak spectral signals and inherently strong spectral signals. 



28 



Fisher-Weighting 30 



Fisher- weighted, auto-scaled, segmented spectral data that emphasizes those spectral 
characteristics that are most important for discerning the endpoint classes of the 
compounds in the training set. 



32 



Pattern Recognition by, for example, 
Principal Component Analysis (PCA) 



The spectral data-activity relationship (SDAR), a quantitative relationship 36 
between segmented spectral data and endpoint data. The SDAR may be 
visualized with a canonical variate function, that illustrates how spectral data in a 
particular bin shows bias toward a particular endpoint property and a 
discriminant function that illustrates how well the SDAR is able to discern the 
endpoint group of a compound from its segmented spectral data. 
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